General Information
Infrared (IR) Spectra were recorded on a Perkin Elmer Paragon 100 FTIR spectrophotometer, ν max in cm -1 . Bands are characterised as broad (br), strong (s), medium (m), and weak (w). 1 H NMR spectra were recorded on a Bruker AC-250 (250 MHz) or AMX-400 (400 MHz) supported by an Aspect 3000 data system, unless otherwise stated.
13
C NMR spectra were recorded on a Bruker AC-250 (62.9 MHz) or AMX-400 (100.6 MHz) with complete proton decoupling. Low resolution mass spectra were recorded on Micromass Autospec, operating in E.I., C.I. or FAB mode; or a Perkin-Elmer Turbomass Benchtop GC-MS operating in either E.I. or C.I mode. High-resolution mass spectra (HRMS) recorded for accurate mass analysis, were performed on either a MicroMass LCT operating in Electrospray mode ( . The 6-311G(d,p) 5, 6 basis set was used during the optimization for the atoms C, H, O, N and Cl. All the structures were fully optimized without any symmetry restrictions. Frequency calculations were also carried out to confirm the characteristics of all the optimized structures as minima.
The single point TD-DFT 7, 8, 9 calculations were conducted on these optimized structures to obtain the UV-Vis spectra with 6-311++G(d,p) basis set. The first 100 excitations involving only singlets were considered in the TD-DFT calculations. Solvent was used in all calculations through IEF-PCM model 10, 11, 12 as implemented in Gaussian09 with methanol as solvent.
